The ligand 5-ferrocenylsalicylic acid was prepared from the modified literature procedure [1-2]. For 5-ferrocenylsalicylate titanocene, asolution of Cp 2 TiCl 2 -acac (1.0 mmol) in 10 ml H 2 O was added to 1.1 mmol 5-ferrocenylsalicylic acid in 30 ml CHCl 3 . The mixture was stirred for about 1hatRT. The organic layer was separated and washed with an aqueous saturated solution of sodium carbonate and water, respectively, dried with anhydrous magnesium sulfate and filtered. The filtrate was evaporated to dryness under vacuum. The solid product was recrystallized from ad ark green dichloromethane/hexane solution. Greenish-black crystals of 5-ferrocenylsalicylate titanocene complex suitable for single-crystal X-ray diffraction were obtained over aperiod of between one and two days at 4°C(decomp. 187-188°C).
Experimental details
The N gt / N param ratio is low due to the small size and the low quality of the crystals. Discussion 5-Ferrocenylsalicylate titanocene molecules have the structure in which the Ti atom is attached to one oxygen atom of hydroxyl and one oxygen atom of carboxyl of 5-ferrocenylsalicylate ligand and two cyclopentadienyl groups. Z 1and Z 2refer to the centers of the Cp rings, C18 -C22 and C23 -C27, respectively. The coordinated oxygen atoms, Z 1a nd Z 2d efine ad istorted tetrahedron with Z 1-Ti1-Z 2angle being 131.9(2)°, and the O3-Ti1-O2 angle being 86.9(2)°, the type of crystal structure is similar to salicylate titanocene(IV) [3] . The Ti-C(Z 1) and Ti-C(Z 2) distances are ranging from 2.329(9) Åt o2 .398(8) Åa nd from 2.352(7) Åt o2 .418(7) Å, respectively. The Ti1-Z 1d istance (2.073(5) Å) is somewhat longer than Ti1-Z 2(2.058(5) Å). The O1-C17 bond length is 1.231(9) Å. The uncoordinated oxygen atoms are far removed from the Ti atom ( d (Ti1···O1) =4.016 Å) and the non-bonded contacts between the oxygen atom and the cyclopentadienyl Catoms are longer than 3.3 Å. (5) 4 e 0.6042(7) 0.0082(8) 0.3980(9) 0.100(7) 0.046(7) 0.068(7) 0.013 (5) 0.020(6) 0.002(6) C (6) 4 e 0.4642 (5) (4) 
